S9
Cu/O2 e nd-on single t Vibrational Frequencies. Vibrational frequencies were computed for truncated models only, owing to the prohibitive cost of computing frequencies for the entire ~80 atom model. Isopropyl groups on the phenyl rings were replaced with hydrogen atoms. Before frequencies were computed, the positions of these hydrogen atoms were optimized, while freezing the rest of the structure. Imaginary frequencies attributable to numerical noise from the computation are indicated by "()". Imaginary frequencies which are artifacts of the truncated model are indicated by "<>". 
